Graphical user interface for an easy and reliable construction of input files to CP2K.
Creating input files to atomistic simulations and quantum chemical calculations in the CP2K software package can be a challenge. Here, we present a new graphical user interface to reduce the complexity of the work needed to run a CP2K calculation as well as the risk for making mistakes. The program is called CP2K Editor, and it provides a user-friendly interface for both new and experienced users. CP2K Editor keeps the construction of the input file simple and manageable. The input files are similarly structured, so they are easy to recognize and adjust if more advanced configurations are needed. Furthermore, we have implemented several methods for analyzing the output data, and a routine to test the best cut-off values. In our group, CP2K Editor has clearly been of great help when creating input files to the CP2K software package.